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relative L2 = 0.2198
R2 = 0.9517

MAE = 0.0004517
RMSE = 0.003174

training set  303 structures, 241,149 voxels sampled
perfect agreement
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relative L2 = 0.6162
R2 = 0.6201

MAE = 0.0009651
RMSE = 0.008236

validation set  88 structures, 77,394 voxels sampled
perfect agreement
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Parity over every structure: PAW magnetic occupancies


